were performed at B3LYP/6-31G* level of theory using Gaussian09. 1 The results of NBO analysis are reported in Table S5 . The lone pair (LP) electron of ethanol (oxygen atom) molecule forms strong H-bond with antibonding orbital (BD*) of fructose (hydroxyl proton).
These electron donor-acceptor orbitals are responsible for the formation of strongest Hbonding between them. The bond energy E (2)* (54.70 kJ mol -1 ) of ethanol posses stronger interaction energies with fructose (Table S5 ) and reveals lower removal of fructose. 
